to reduce this -this effect is particularly significant with the highly localized d orbitals in Ag and Cu. The addition of the U parameter through the rotationally invariant method by Dudarev et al. provides and electronic penalty against this, and leads to a more accurate assessment of the electronic structure. 5 
Geometrical Optimization
Supplementary Table ST 1: Calculated lattice parameters of AgCuS, percentage difference from experiment or experimental error in brackets. All cell angles were found to be 90 a that are much closer to experiment than the GGA functionals, but are further away in the others, especially c, where both overestimate the experimental value by greater than 5%.
As a result, it is difficult to conclude which method describes the structure more accurately and so the electronic calculations for each functional were performed from the corresponding optimized structure. The authors note that these differences appear large, indeed they are noticeably larger than usually found with benchmark functionals such as PBEsol. With AgCuS in particular having a low temperature phase transition, 7 and predicted to be soft, with many low energy phonon modes, 8 it is possible that the effect of temperature on the lattice parameters is significant, leading to these differences between DFT-relaxed and experimental structures.
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